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The title compound, C 14 H 19 N 3 O 2 S, was obtained from a condensation reaction of N-(p-tolyl)hydrazinecarbothioamide and ethyl acetoacetate. The molecule assumes an E configuration; the thiosemicarbazide and ester groups are located on the opposite sides of the C N bond. The almost planar thiosemicarbazide unit (r.m.s. deviation = 0.0130 Å ) is tilted at a dihedral angle of 49.54 (12) with respect to the benzene ring. Intermolecular N-HÁ Á ÁN and N-HÁ Á ÁS hydrogen bonding stabilizes the crystal structure. The ethoxy group of the ester unit is disordered over two positions, with a siteoccupancy ratio of 0.680 (10):0.320 (10). Table 1 Hydrogen-bond geometry (Å , ). 
Related literature
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1-H1NÁ Á ÁN3 i 0.81 (3
Comment
Thiosemicarbazones have attracted much attention as they show potential application in the biological field (Okabe et al., 1993; Hu et al., 2006) . There are a few single-crystal reports about them (Zhang et al., 2005; Shan et al., 2006) . Detailed information on their molecular and crystal structures is necessary to understand their anticancer activity. The molecular structure of (I) is shown in Fig 1. The molecule of (I) exhibits an E configuration. The thiosemicarbazide and Ethyl acetoacetate unit are located on opposite sides of the N3=C9 bond. The thiosemicarbazide unit has a planar configuration and is tilted with respect to the p-methylphenyl mean plane, forming a dihedral angle of 49.54 (12) Experimental N-(p-Tolyl)thiosemicarbazide (1.8 g,10 mmol) and ethyl acetoacetate (1.3 g, 10 mmol) was dissolved in 95% ethanol (15 ml) and the solution was refluxed for 2 h. Fine colorless crystals appeared on cooling. They were filtered and washed by 95% ethanol to give 2.13 g of the title compound in 71.7% yield. Single crystals suitable for X-ray measurements were obtained from mother liquid by slow evaporation at room temperature.
Refinement
The H1N atom was located in a difference Fourier map and refined isotropically. Other H atoms were placed in calculated positions with C-H = 0.93-0.97 and N-H = 0.86 Å, and refined using a riding model, U iso (H) = 1.5U eq (C) for methyl H atoms and 1.2U eq (C,N) for the others. The ethoxy part of the ester unit is disordered over two positions with site occupancies ratio of 0.680 (10):0.320 (10). Figures   Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at 30% probability level. 
Special details
Geometry. 
